Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.095; data-to-parameter ratio = 15.5.
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.095 S = 1.03 1749 reflections 113 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.45 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1 2 ; Ày þ 3 2 ; Àz þ 1; (ii) Àx; Ày; Àz þ 1.
Data collection: CrystalClear (Rigaku/MSC, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: CrystalStructure (Rigaku/MSC, 2006) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: RK2353).
Figure 1
The molecular structure of title compound with the atom numbering scheme. Displacement ellipsoids are drawn with 50% probability level. H atoms are presented as spheres of arbitrary radius. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.087385 (18) (7) −0.0001 (6) 0.0028 (6) −0.0020 (6) C7 0.0145 (7) 0.0132 (8) 0.0161 (7) 0.0004 (6) 0.0049 (6) −0.0021 (6) C8 0.0174 (7) 0.0157 (8) 0.0176 (7) 0.0014 (6) 0.0060 (6) −0.0010 (6) Geometric parameters (Å, º) 
